C 6 H4ClN5O 6 , monoclinic, P21/n (no. 14), a = 10.2139(13) Å, b = 5.6835(6) Å, c = 17.597(2) Å, β = 106.484(4)°, V = 979.6(2) Å 3 , Z = 4, Rgt(F) = 0.0497, wR ref (F 2 ) = 0.1138, T = 173 K.
was obtained and purified by column chromatography to give the title compound. Yellow crystals were obtained by slowly evaporating an ethyl acetate solution at room temperature.
Experimental details
C2-and N3-bound H2 and H6 atoms were placed geometrically and refined as riding with U iso (H) = 1.2Ueq(C,N) . The N4-bound H-atoms were located from difference Fourier maps and their positions and isotropic temperature factors freely refined.
Comment
Nitrophenyl hydrazine derivatives have broad applications in the fields of medicinal and materials chemistry; they can be used as test reagents for carbonyl groups and as intermediates for the synthesis of pharmaceuticals [5] [6] [7] [8] [9] .
In the crystal structure of the title compound all bond lengths and angles are within normal ranges and in good agreement with those found for the structure of 2,4,6-trinitrophenylhydrazine [10] and 1,3-dichloro-2,4,6trinitrobenzene [11] . The structure of the title compound (cf. the figure) has one benzene ring, and three nitro groups, one hydrazine group and one chlorine as substituents. The dihedral angles between the nitro groups and the benzene ring are 36.89(17), 4.24(17) and 65.73(17)°for the nitro groups at N1, N2 and N5, respectively. The dihedral angle between the hydrazine group and the benzene ring is 15.8(17)°(N4, N3, C4). The hydrazine group donates a total of four hydrogen bonds, including an intramolecular one: N3-H3· · · O4 [N3· · · O4 = 2.632(44) Å with angle at H3 = 127], N3-H3· · · O2 i [N3· · · O2 i = 3.074(4) Å with angle at H3 = 129 for (i) −1/2 + x, 1/2 − y, −1/2 + z]; N4-H4a· · · O6 ii [N4· · · O6 ii = 3.163(4) Å with angle at H4a = 171(3)°for (ii) 1/2 − x, −1/2 + y, 1/2 − z] and N4-H4b· · · O1 iii [N4· · · O1 iii = 3.189(4) Å with angle at H4b = 154(3)°for (iii) −1/2 + x, 3/2 − y, −1/2 + z].
